Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.008 Å; R factor = 0.079; wR factor = 0.232; data-to-parameter ratio = 8.2.
Related literature
For the background to this study and the C2 modification, see: Ng et al. (2001) . The P1 modification is a non-merohedral twin; for the treatment of twinned diffraction data, see: Spek (2003) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1; y; z; (ii) x À 1; y; z. ). There does not appear to be a crystallographic relationship between the two modifications other than for one long axis. The triclinic polymorph is a nonmerohedral twin, the twin component being 18.9%.
The compound was obtained as deep yellow plates from the reaction of hexamethylenetetramine and 4-nitrophenol in acetone-water (Ng et al., 2001 ).
Refinement
The carbon-and oxygen-bound H-atoms were placed in calculated positions (C-H 0.95, O-H 0.84 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2-1.5U(C,O). An sp 2 -type of hybridization was assumed for the hydroxy groups, i.e., the phenolic H-atom is coplanar with the phenylene ring. Hydrogen atoms were placed on the phenolic oxygen atoms rather than on the ammonium nitrogen atoms as the compound displays hydroxyl absorption bands, as noted in the previous study (Ng et al., 2001) .
The water H-atoms were placed in chemically sensible positions on the basis of hydrogen bonding but were not refined; their temperature factors were similarly tied. The anisotropic temperature factors of the water O-atoms were restrained to be nearly isotropic. Of the eight H-atoms, four of them are about 2 Å from another H-atom; nevertheless, these four form unambigously short hydrogen bonds with acceptor atoms.
From the reflections used in the initial indexing of the unit cell, the CELL_NOW routine of the APEX2 package (Bruker, 2007) had suggested the presence of a twin component, the routine giving the twin law as (-1 0 0, 0 -1 0, -0.313 0 1).
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The routine also suggested that the minor twin component was rotated from the principal component by 179.8° about the reciprocal axis along (0 0 1). The structure initially refined to an R index of 9.1% when twinning was not considered.
The TwinRotMat routine in PLATON (Spek, 2003) gave the twin law as (1 0 0, 0 -1 0, -1/3 0 -1); 3001 reflections are overlapped. [The routine gave a second twin law (-1 0 0, 0 -1 0, 0.309 0.503 1) with 1837 overlapping reflections.] The inclusion of the twin law in the refinement gave lowered the R index from 7.9%; the twin component refined to 18.9%. An examination of the standard deviations in bond distances showed that these were somewhat decreased. Both twin laws do not lead to a metrically larger monoclinic unit cell. For example, the first gave the cell as 6. 933, 11.685, 25.086 Å, 96.73, 92.82, 90 .04 °. Figures   Fig. 1 
